This data article presents the untargeted metabolite profiling of a crude extract from the leaves of Datura stramonium. The plant was collected in Johannesburg (South Africa) and the extract was prepared by firstly air-drying fresh D. stramonium leaves for one week, grinding the dry leaves into fine powder, followed by solvent extraction using a 1:1 solvent mixture of dichloromethane and methanol (v/v) to extract the compounds. The extract was concentrated at 65 C to obtain a solid crude extract which was then stored under refrigeration at À80 C. Qualitative tandem liquid chromatography quadrupole time of flight mass spectrometry (LC-QTOF-MS/MS) was utilized to identify compounds in the extract. The data processing revealed the presence of 76 known compounds in the crude extract from the leaves. This data article contains the m/z [M þ H þ ] values, retention times and corresponding database search hit identities of the 76 compounds and the comprehensive list of m/z values detected during the LC-QTOF-MS/MS analysis.
a b s t r a c t
This data article presents the untargeted metabolite profiling of a crude extract from the leaves of Datura stramonium. The plant was collected in Johannesburg (South Africa) and the extract was prepared by firstly air-drying fresh D. stramonium leaves for one week, grinding the dry leaves into fine powder, followed by solvent extraction using a 1:1 solvent mixture of dichloromethane and methanol (v/v) to extract the compounds. The extract was concentrated at 65 C to obtain a solid crude extract which was then stored under refrigeration at À80 C. Qualitative tandem liquid chromatography quadrupole time of flight mass spectrometry (LC-QTOF-MS/MS) was utilized to identify compounds in the extract. The data processing revealed the presence of 76 known compounds in the crude extract from the leaves. 
Experimental design, materials, and methods

Collection and preparation of plant material
Healthy growing D. stramonium was collected from Johannesburg (South Africa) at the following coordinates: 25 55 0 48.9 00 S 28 06 0 08.9 00 E. The plant sample was immediately transferred to the laboratory after collection and the fresh leaves were allowed to air dry for one week. Extraction of compounds was then done by firstly grinding the leaves using an electric grinder and then mixing 1 L of a 1:1 solvent mixture of dichloromethane and methanol (v/v) with 200 g of ground leaves powder. The powder-solvent mixture was then allowed to shake at 100 rpm for 24 hours upon being filtered through a Whatman No. 2 filter paper and the filtrate concentrated at 65 C. The resulting solid crude extract was then kept in frozen storage at -80 C. Dried leaves from healthy D. stramonium were extracted with a 1:1 solvent mixture of dichloromethane and methanol (v/v), and concentrated at 65 C.
Experimental features
Untargeted metabolite profiling for D. stramonium leaves was performed Data source location D. stramonium was collected in Midrand, Johannesburg, South Africa (25 55 0 48.9 00 S 28 06 0 08.9 00 E); solvent extraction from the leaves was done at the University of Johannesburg, South Africa (26 11 0 40.2 00 S 28 03 0 27.5 00 E); LC-QTOF-MS/MS analysis and data processing was done at the University of the Witwatersrand (26 11 0 27 00 S 28 1 0 49 00 E).
Data accessibility
Data is within this article. Value of the data This data provided the untargeted metabolite profiling of compounds that can be expected from the leaves of D. stramonium. This data provides information to researchers of herbal medicinal plants in designing effective drug discovery assays for the discovery of new therapeutic applications of compounds from D. stramonium. This article provides a method for identification of compounds from medicinal plant extracts using untargeted LC-QTOF-MS/MS analysis.
Metabolite profiling of the plant crude extract by LC-QTOF-MS/MS
Metabolite profiling of the crude extract was done using LC-QTOF-MS/MS in positive mode (ESIþ). The analysis was done by firstly dissolving 1 mg of the plant extract in 1 mL of HPLC grade methanol followed by sonicating for 10 minutes, and finally filtering through 0.22 mm polyvinylidene fluoride (PVDF) membrane syringe filters into a 1 mL LC auto-sampler vial [2] . A sample injection volume of 5 mL was used for chromatographic separation of analytes in reverse phase ultra-high-performance liquid chromatography (RP-UHPLC) through a Raptor ARC-18 column with dimensions of 2.7 mm (particle size), 2.1 mm (internal diameter), 100 mm (length) and 90 Å (pore size). The analytical run was set at 40 mins and the flow profile of the mobile phase is shown in Table 1 . Other parameters of the system are summarized in Table 2 . [3] .
